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Optimized cartesian coordinates (in Angstroms) 4 Figure S1 . Geometry optimization of 1H2 in EtOH with WB97XD functional and 6-31G(d) basis set, front and side view. C atoms (in grey), H atoms (in white), O atoms (in red) and N atoms (in blue).
Optimized cartesian coordinates (in Angstroms)
 Geometry optimization of 1H2 in EtOH (WB97XD functional 6-31G(d) basis set) 
0.0168252 0.0071325 0.0057833  Geometry optimization of J-dimer in the vacuum (CAM-B3LYP functional 6-31G(d) basis set) with BSSE correction. 
0.0228387 0.0048123 0.0042690  Geometry optimization of cation-π dimer in the vacuum (CAM-B3LYP functional 6-31G(d) basis set) with BSSE correction. 
